The molecular structure of the title compound is shown in Fig.1 . There are two molecules in the asymmetric unit. The phenyl rings are twisted from the respective quinoline rings by 70.5 (1)° and 65.5 (1) Å.
The title compound, C 17 H 12 ClNO 2 , crystallizes with two molecules in the asymmetric unit. The main conformational difference between these two molecules is the dihedral angle between the phenyl ring and the quinoline ring system [70.5 (1) and 65.5 (1) Å ]. The crystal packing is stabilized by N-HÁ Á ÁO hydrogen bonds.
Related literature
For general background, see: Cooper et al. (1992) ; Gaudio et al. (1994) ; Gordeev et al. (1996) .
Experimental
Crystal data C 17 H 12 ClNO 2 M r = 297.73 Monoclinic, P2 1 =n a = 10.043 (5) Å b = 18.663 (9) Å c = 15.537 (7) Å = 91.811 (5) V = 2911 (2) Å 3 Z = 8
Mo K radiation = 0.27 mm À1 T = 293 K 0.17 Â 0.14 Â 0.11 mm
Data collection
Nonius MACH-3 diffractometer Absorption correction: scan (North et al., 1968) T min = 0.955, T max = 0.967 5771 measured reflections 5104 independent reflections 2567 reflections with I > 2(I) R int = 0.015 2 standard reflections every 60 min intensity decay: none Refinement R[F 2 > 2(F 2 )] = 0.041 wR(F 2 ) = 0.123 S = 1.00 5104 reflections 389 parameters H atoms treated by a mixture of independent and constrained refinement Á max = 0.22 e Å À3 Á min = À0.18 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
Data collection: CAD-4 EXPRESS (Enraf-Nonius, 1994); cell refinement: CAD-4 EXPRESS; data reduction: XCAD4 (Harms & Wocadlo, 1996) ; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: PLATON (Spek, 2009); software used to prepare material for publication: SHELXL97. SN thanks the DST for the FIST programme and VV thanks the DST-India for funding through the Young Scientist-Fast Track Proposal. Fig. 1 . The molecular structure of the title compound, showing 50% probability displacement ellipsoids and the atom-numbering scheme.
Figures
3-Acetyl-6-chloro-4-phenylquinolin-2(1H)-one Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) (7) 0.0066 (5) 0.0018 (5) 0.0541 (7) Geometric parameters (Å, °) 
